Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.037; wR factor = 0.105; data-to-parameter ratio = 10.7.
In the title compound, C 14 H 8 Cl 2 N 4 O 2 , all atoms of the 6chloropyrimidin-4-yloxy group and the C atoms at the para positions of the central benzene ring lie on a crystallographic mirror plane. The complete benzene ring is generated by the mirror plane and hence the dihedral angles between the pyrimidine rings and the benzene ring are exactly 90 . The crystal structure is stabilized by weak C-HÁ Á ÁO and C-HÁ Á ÁN hydrogen bonds.
Related literature
For background information, see: Halim et al. (1999) ; Meng & Huang (2000) ; Maes et al. (2003) ; Friend et al. (1999) .
Experimental
Crystal data C 14 H 8 Cl 2 N 4 O 2 M r = 335.14 Monoclinic, C2=m a = 19.0760 (5) Å b = 6.9693 (2) Å c = 10.7893 (3) Å = 93.301 (3) V = 1432.02 (7) Å 3 Z = 4 Mo K radiation = 0.47 mm À1 T = 298 (2) K 0.20 Â 0.10 Â 0.10 mm
Data collection
Bruker SMART CCD diffractometer Absorption correction: none 6918 measured reflections 1372 independent reflections 1156 reflections with I > 2(I)' R int = 0.050 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.105 S = 1.07 1372 reflections 128 parameters H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.25 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx; y; Àz; (ii) Àx þ 1; y; Àz þ 1.
Data collection: SMART (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: PLATON (Spek, 2003 
Comment
In recent publications it has been shown that polymers consisting of heterocyclic building blocks can be used in organic light-emitting diodes (LEDs) because of their electroluminescent properties. (Halim et al., 1999; Friend et al.,1999; Meng & Huang, 2000; Maes et al., 2003) . We report here the synthesis and crystal structure the title compound (I) ( Fig. 1 ).
All atoms of the 6-chloropyrimidin-4-yloxy group and the C atoms at the para positions of the central benzene ring lie on a crystallographic mirror plane. The symmetry complete benzene ring is generated by the mirror plane and hence the dihedral angles between the pyrimidine rings and the benzene ring are exactly 90°. The crystal packing is stabilized by weak intermolecular hydrogen bonds interactions. Each molecule acts as a donor and acceptor to form C-H···O and C-H···N hydrogen bonds with two other symmetry related molecules, forming a chain run parallel to [101] ( Fig. 2 ; Table 2 ).
Experimental
Hydroquinone 0.55 g(5 mmol) was dissolved in 50 ml CH 3 CN, the solution was stirred at room temperature for 0.5 h with an excess of anhydrous K 2 CO 3 (2.5 equiv.). After another 0.5 h of reflux, 4,6-dichloropyrimidine2.59 g (10 mmol) in 20 ml CH 3 CN was added and the mixture was refluxed for 4 h. After evaporation of the solvent, water was added and the mixture was extracted with CH 2 Cl 2 and dried over MgSO 4 . The products were purified by column chromatography (hexanes/ethyl acetate, 5:1) and obtained as white solids. Colourless block-shapped crystals were obtained by evaporation of CH 2 Cl 2 .
Refinement
After being located in the difference map, all H-atoms were fixed geometrically at ideal positions and allowed to ride on the parent C atoms with C-H = 0.93Å and U iso (H)= 1.2U eq . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
